Source of material
The title compound was prepared by solid-state cogrinding of tri(benzo[¿>]thienyl)methyl alcohol with dichlorodicyanobenzoquinone [1] . The product was then purified by sublimation at about 625 K, using a two-zone furnace [2] . The single crystals were grown from the vapor phase in a closed system. After 48 h, a number of black needle crystals was obtained.
Experimental details
The molecule is disordered around S3, C19 and 02 atoms. Considerable electron densities of the S, C and O atoms ( i.e. S4, C22 and 01 ) are also found for the molecule of the inverted form. The isotropic refinement on these atoms based on the 1:1 site occupancy gave the minimal R value.
Discussion
The title compound, a novel thioindigoid, has been synthesized in the course of our studies on the solid-state reactions induced by charge-transfer interactions [3, 4] . This compound undergoes a color change from red to black when a mechanical stress was imposed on powders in a mortar with a pestle. The effect is called "tribo-or piezochromism". The present structure analysis has been undertaken in order to clarify the mechanism of the color change due to mechanical stress.
The molecule is entirely planar as shown in the figure. The molecule has a symmetry of C\ as characterized by a dipole moment of about 1.56 D. As mentioned before, the molecule is disordered around S3, C19 and 02 atoms. The present molecular form and its inverted form exist equally in the crystal lattice according to the site occupancy analysis. This indicates that the two kinds of molecular arrangements are possible along the stacking α-axis. One possibility is that the molecule of the one form and its inverted molecule are stacked alternately, cancelling each other the dipole moment. Another possibility is that the molecules of the one form are stacked in one column while the inverted molecules are likewise stacked in the neighboring column. If the former is the case, the structure should be characterized by a double periodicity along the stacking α-axis. Since no double periodicity is observed in the present experiment, the latter arrangement is considered to be the most probable stacking structure. It is also to be noted that there is a marked difference in the C=0 bond length between the disordered structures: 1.197(8) Â for the C19-02 bond and 1.287(8) Â for the C22-01 bond. 
